
 ID Tox21_110788         Plate FDA-plate5     Well P1-G-19    File ....00017120-01.D    Inj Date: 7 Feb 10   7:06 am -0  MF C15H16N7O5S3.Na     MW 471.0     Expected Conc: 3.00 mM
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 -EIC  MSD2 470, EIC=469.7:470.7

  RT   Found  ELS%  UV %  ELS[mg/mL]  Adj[ELS]  [N mM]   Adj[CLN]  #N

 0.10         22.3   0.0     0.09                                 7.0

 0.18          0.0   0.0                       0.45 mM            7.0

 0.41          0.0  16.7                       0.99 mM            7.0

 0.78          0.0   3.1                       0.14 mM            7.0

 1.24          0.0   9.1                       0.38 mM            7.0

 1.36   Yes   77.7  71.1     0.18     0.38 mM  2.75 mM   0.39 mM  7.0

Comment: failed- purity

m/z200 400 600

Norm.

0
20
40
60
80

*MS+ 0.079:0.151 min
Max: 288308

 1
76

.8

 3
29

.6

 2
15

.8

 3
91

.0

 1
78

.8

m/z500

Norm.

20

40

60

80

*MS- 0.079:0.151 min
Max: 8705

 2
91

.4

m/z200 400

Norm.

0
20
40
60
80

*MS+ 0.392:0.432 min
Max: 250197

 1
80

.7

 3
90

.9

 2
30

.8

 3
29

.8 1
83

.8 1
78

.8

m/z500

Norm.

0
20
40
60
80

*MS- 0.392:0.432 min
Max: 5692

 6
65

.4

 3
92

.9

 9
44

.1
 8

84
.8

 5
81

.6

 7
52

.8

 2
77

.5

 5
10

.8

 1
74

.2

 8
14

.3

 4
50

.8 2
44

.4

 6
95

.1

 4
12

.0

 1
82

.1

 2
92

.1

m/z500

Norm.

0
20
40
60
80

*MS+ 1.200:1.283 min
Max: 766941

 1
80

.8
 1

78
.8

m/z500

Norm.

20

40

60

80

*MS- 1.200:1.283 min
Max: 4930

 5
08

.3

m/z500

Norm.

0
20
40
60
80

*MS+ 1.343:1.444 min
Max: 812776

 2
14

.8

 4
71

.8

 1
78

.8

m/z500

Norm.

0
20
40
60
80

*MS- 1.343:1.444 min
Max: 186418

 9
42

.3
 9

40
.6

Page 1 of 1
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